The CH3 N Diradical: Experimental and Theoretical Determinations of the Ionization Energies.
Pyrolysis of CH3 N3 under the protection of NO generates a continuous methylnitrene CH3 N diradical beam that enables the ionization energies of different ionic states of the CH3 N diradical to be determined by HeI photoelectron spectroscopy (PES; see spectrum) and both ab initio and density functional theory (DFT) calculations. The ab initio and DFT results are in excellent agreement with the PES experiment and show that the CH3 N diradical has C3v symmetry and the ground state of the CH3 N radical cation is the (2) E state.